Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.002 Å; R factor = 0.035; wR factor = 0.100; data-to-parameter ratio = 13.1.
Related literature
For the biological activity of pyrazolopyrimidines, see: Carraro et al. (2006) . For a related structure, see: Dolzhenko et al. (2009) . For the graph-set analysis of hydrogen bonding, see: Bernstein et al. (1995) .
Experimental
Crystal data 
Data collection
Bruker SMART APEX CCD detector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 1998) T min = 0.930, T max = 0.937 7660 measured reflections 1548 independent reflections 1353 reflections with I > 2(I) R int = 0.023 Refinement R[F 2 > 2(F 2 )] = 0.035 wR(F 2 ) = 0.100 S = 0.87 1548 reflections 118 parameters H-atom parameters constrained Á max = 0.19 e Å À3 Á min = À0.37 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày þ 2; Àz þ 2; (ii) x; y þ 1; z; (iii) Àx þ 3 2 ; y À 1 2 ; Àz þ 3 2 ; (iv) Àx þ 5 2 ; y À 1 2 ; Àz þ 3 2 ; (v) Àx þ 1; Ày þ 1; Àz þ 2.
Data collection: SMART (Bruker, 1998) ; cell refinement: SAINT-Plus (Bruker, 1998) ; data reduction: SAINT-Plus; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and CAMERON (Watkin et al., 1996) ; software used to prepare material for publication: WinGX (Farrugia, 1999) .
IMK is thankful to the University Grants Commission (UGC), India, for financial assistance. (Carraro et al., 2006) .
In the title compound ( Fig. 1) , the fused pyrazolopyrimidine ring is substituted with 2-chloro-ethyl group on one side and the oxo group on the other side. The pyrazolopyrimidine ring is planar with the maximum deviation from the mean statistical plane being 0.0115 (14) Å for C3. The cis orientation of 2-chloro-ethyl group with respect to the C2-N2 bond is described by the torsion angle N2-C2-N3-C3, -2.204 (4)°.
The crystal structure is stabilized by some interesting features that comprise of intermolecular N-H···O, C-H···O, C -H···N and C-H···Cl interactions ( Fig. 2 and Tab. 1). The C-H···O and the N-H···O interactions result in centrosymmetric head-to-head dimers corresponding to the graph set R 2 2 (10) and R 2 2 (8) motif (Bernstein et al., 1995) . There are two types of C-H···N interactions, one of which forms a helix, the other forms sheets along the crystallographic b-axis. The C-H···Cl intermolecular interaction result in one dimensional molecular chain along b-axis.
The bond lengths and bond angles in the title molecule agree very well with the corresponding bond distances and bond angles reported in a closely related compound (Dolzhenko et al., 2009) .
Experimental
A mixture of 5-amino-1-(2-chloro-ethyl)-1H-pyrazole-4-carbonitrile (1 g, 5.8 mmol) and formic acid (15 ml) was heated under reflux for 10 h. The excess of formic acid was removed under reduced pressure and the solid separated was washed with water and recrystallized from ethanol. (Yield = 0.86 g, 75% and m.p. = 470-472 K).
Refinement
The H atoms were placed at calculated positions in the riding model approximation with N-H = 0.86 Å and C-H = 0.93, and 0.97 Å for aryl and methylene H-atoms respectively, with U iso (H) = 1.2U eq (N/C).
Computing details
Data collection: SMART (Bruker, 1998) ; cell refinement: SAINT-Plus (Bruker, 1998) ; data reduction: SAINT-Plus (Bruker, 1998) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure:
SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and CAMERON (Watkin et al., 1996) ; software used to prepare material for publication: WinGX (Farrugia, 1999) . Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (9) 0.0000 (7) 0.0117 (7) 0.0026 (7) C5 0.0489 (10) 0.0352 (10) 0.0372 (9) −0.0061 (8) 0.0098 (8) 0.0021 (8) C6 0.0360 (9) 0.0343 (9) 0.0295 (8) −0.0008 (7) 0.0060 (7) −0.0005 (7) C1 0.0397 (9) 0.0451 (11) 0.0418 (10) 0.0050 (8) 0.0452 (10) 0.0365 (10) 0.0304 (9) −0.0030 (8) 0.0088 (7) −0.0002 (7) C7 0.0413 (9) 0.0347 (9) 0.0293 (8) −0.0019 (7) 0.0076 (7) 0.0006 (7) Symmetry codes: (i) −x+1, −y+2, −z+2; (ii) x, y+1, z; (iii) −x+3/2, y−1/2, −z+3/2; (iv) −x+5/2, y−1/2, −z+3/2; (v) −x+1, −y+1, −z+2.
